LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102516\
Data File : BF090829.D

Aca On : 26 Oct 2016 1:11

Operator : UM/SJ

Sample : H5396-01 2X

Misc :

ALS Vial : 22 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\HPCHEM1I\BNA F\METHODS\8270-BF102116.M

Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal > TIC
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY heiaht area % max. total
1 4.956 248 251 258 rBV 336767 392015 16.84% 1.332%
2 5.390 287 289 305 rBVY 1875326 1921617 82.56% 6.530%
3 6.430 378 380 383 rBVY 1564148 1869068 80.30% 6.351%
4 6.567 389 392 394 rBVY 1989815 2284978 98.17% 7.765%
5 6.796 410 412 423 rBVY 1183986 1128396 48.48% 3.834%
6 6.956 423 426 428 rBVY 1552229 1640204 70.47% 5.574%
7 7.059 433 435 446 rVB5 8925 36717 1.58% 0.125%
8 7.356 459 461 464 rBV 691177 1044643 44.88% 3.550%
9 7.470 469 471 478 rVB 25047 54630 2.35% 0.186%
10 8.087 522 525 527 rBVY 1572585 1449418 62.27% 4.925%
11 9.162 617 619 622 rBY 2610532 2327527 100.00% 7.909%
12 9.230 623 625 628 rVB 95078 96775 4.16% 0.329%
13 9.287 628 630 631 rBV 37838 34817 1.50% 0.118%
14 9.505 645 649 650 rVB3 20349 37941 1.63% 0.129%
15 9.562 651 654 656 rBV 787179 674338 28.97% 2.292%
16 9.722 664 668 669 rBV2 66138 98254 4.22% 0.334%
17 9.756 669 671 672 rvVv 49773 40451 1.74% 0.137%
18 9.836 676 678 680 rVV 1492620 1550226 66.60% 5.268%
19 9.870 680 681 685 rVB 72370 71056 3.05% 0.241%
20 9.962 687 689 691 rBV 39212 41340 1.78% 0.140%
21 10.248 712 714 716 rBV2 21883 29729 1.28% 0.101%
22 10.499 733 736 739 rBV2 17211 43913 1.89% 0.149%
23 10.625 745 747 750 rBY 1221374 1189612 51.11% 4.042%
24 10.670 750 751 752 rVB 59266 40656 1.75% 0.138%
25 10.750 756 758 762 rBV 92500 105092 4_.52% 0.357%
26 10.842 764 766 768 rBV2 17494 26514 1.14% 0.090%
27 11.196 795 797 799 rBV2 38196 52797 2.27% 0.179%

28 11.322 806 808 813 rBV 1457159 1372725 58.98% 4._.665%
29 11.562 826 829 832 rBV3 63057 122069 5.24% 0.415%
30 12.419 902 904 906 rvB2 32212 36305 1.56% 0.123%

31 12.534 912 914 916 rBV 109649 116691 5.01% 0.397%
32 12.579 916 918 921 rVB 55003 64683 2.78% 0.220%
33 12.762 932 934 935 rBV 89802 102508 4._.40% 0.348%
34 12.796 935 937 941 rVB 707433 788282 33.87% 2.679%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102516\
Data File : BF090829.D

Aca On : 26 Oct 2016 1:11

Operator : UM/SJ

Sample : H5396-01 2X

Misc :

ALS Vial : 22 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Z:\HPCHEM1I\BNA F\METHODS\8270-BF102116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 12.911 945 947 949 rBV 1966996 1708960 73.42% 5.807%

36 13.094 961 963 965 rvB2 46379 53028 2.28% 0.180%
37 13.814 1024 1026 1031 rBV2 266405 363723 15.63% 1.236%
38 13.962 1036 1039 1045 rBV 1077306 1202224 51.65% 4._.085%
39 14.454 1079 1082 1088 rBV 401747 593172 25.49% 2.016%
40 14.979 1126 1128 1132 rBVY 89875 186552 8.02% 0.634%

41 15.094 1133 1138 1140 rBV2 105154 246850 10.61% 0.839%
42 15.265 1150 1153 1156 rBV2 55363 101309 4 _35% 0.344%
43 15.322 1156 1158 1161 rBVY 65771 101649 4._.37% 0.345%
44 15.379 1161 1163 1166 rBVY 692053 988502 42.47% 3.359%
45 15.837 1200 1203 1205 rBVY 77127 122394 5.26% 0.416%

46 15.882 1205 1207 1211 rVV3 70448 159700 6.86% 0.543%
47 16.042 1219 1221 1227 rVB2 122988 279837 12.02% 0.951%
48 16.454 1254 1257 1262 rVB 63966 148097 6.36% 0.503%
49 17.300 1328 1331 1336 rBV2 99265 318501 13.68% 1.082%
50 17.380 1336 1338 1343 rVB4 91162 236588 10.16% 0.804%

51 17.608 1355 1358 1361 rBV2 78325 184312 7.92% 0.626%
52 17.665 1361 1363 1366 rVB3 33591 59224 2.54% 0.201%
53 18.043 1394 1396 1400 rBv4 47191 135792 5.83% 0.461%
54 18.260 1412 1415 1423 rVB3 88472 280741 12.06% 0.954%
55 19.231 1495 1500 1509 rVB 318036 1070514 45.99% 3.638%

Sum of corrected areas: 29427656
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102516\
Data File : BF090829.D

Aca On : 26 Oct 2016 1:11

Operator : UM/SJ

Sample : H5396-01 2X

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF090829.D
2500000

6.57
2000000 5.39

6.43 6.96
1500000

6.80

1000000

500000 496

\7.06

7.36

7.47

Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00

R R -

7.50

Abundance TIC: BF090829.D
2500000 9116

12.91
2000000

8.09 9.84 11.32

1500000

10.62

1000000

500000

R e R

I
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00

13.50

Abundance TIC: BF090829.D
2500000

2000000

1500000

13.96

1000000

500000;3:81

17133881 PE7 18.0418.26

19.23

o T T

Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102516\
Data File : BF090829.D

Aca On : 26 Oct 2016 1:11

Operator : UM/SJ

Sample : H5396-01 2X

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.

4.96 6.95 ng 392015 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Propane. 2-methvl-2-(1l-methvleth... 116 C7H160 017348-59-3 23
3 Acetic acid. cvano-. 1.1-dimethyv... 141 C7H11NO2 001116-98-9 17
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 251 (4.956 min): BF090829.D (-248) (-) m/z 43.10 100.00%
43
59
5000
101 e
83 4.60 4.80 5.00 5.20
o..,....,.?ﬁ‘.','::..??.!.';...‘?,9....,.-...,...:,....,....,....,....,...., m/z 59.10 66.59%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 SRS S SR
4.60 4.80 5.00 5.20
59 101 m/z 101.10 23.81%
o 2 36 51 “‘ 67 76 83 91 |
HUSUNRREN NI LRI LR IR IR LRI LRSS LSS SRS SRR SRR BARRE
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
460 480 500 520
5000 m/z 58.10 17.76%
41
ol 50 73 86
mmﬁwmwwwwwmw
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18224: Acetic acid, cyano-, 1,1-dimethylethyl ester e
59 4.60 4.80 5.00 5.20
m/z 41.10 8.80%
5000 41
68
0 Il s0 | 126 142
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140 460 480 500 520
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102516\
Data File : BF090829.D

Aca On : 26 Oct 2016 1:11

Operator : UM/SJ

Sample : H5396-01 2X

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 2 unknown6.57 Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.

6.57 40.50 ng 2284980 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 38
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 12
3 Amphetaminil 250 C17H18N2 017590-01-1 12
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 392 (6.567 min): BF090829.D (-389) (-) m/z 132.00 100.00%
132
5000 68 ﬂ
0 51 || g 9|6 o 620 640 6.60 6.80 7.00
o B e L U | — m/z 68.10 36.08%
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 AR AR AR RN
6.20 6.40 6.60 6.80 7.00
31 51 m/z 134.00 34 .34%
0"hMI'Hw'l'L"'w"'w"""'w"'w"'w"'w"'
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance
132
620 640 6.60 6.80 7.00
5000 67 m/z 66.10 21.94%
41 97
53
79 117
e L S L AL L LI B WL B B B
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #88584: Amphetaminil
132 6.20 6.40 6.60 6.80 7.00
m/z 96.10 14 .03%
5000
91 105
39 51 65 77 | 117 | 145159 178 208 222
m/z--> 4'0 6|0 80 1(')0 120 140 160 180 200 220 6.20 640 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102516\
Data File : BF090829.D

Aca On : 26 Oct 2016 1:11

Operator : UM/SJ

Sample : H5396-01 2X

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 4 Phenol, 4,4"-(1-methylethyl.._. Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.80 13.11 ng 788282 Chrysene-di12 13.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 4.4"-(l-methvlethvlidene... 228 C15H1602 000080-05-7 97
2 2.2-Bis-(4-hvxroxvphenv)-butane 242 C16H1802 000077-40-7 59
3 2H.8H-Benzol1l.2-b:3.4-b"1dipvran... 228 C14H1203 000523-59-1 40
4 1.4-Puran. 5.6-dihvdro-3-I3-indo... 213 C14H15NO 1000128-72-9 40
5 Carbanilic acid, p-phenyl- 213 C13H11NO2 004474-53-7 38
Abundance Scan 937 (12.796 min): BF090829.D (-935) (-) m/z 213.10 100.00%
213
5000
119 228
91
39 65 135 121165 181 197 12.40 12.60 12.80 13.00 13.20
0 ....,....,.'...-,..l.?,‘??.-.L....,.1.“?1.,....1?.1...,.. o 2ms2e8 288 | G 09705  22.03%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #75160: Phenol, 4,4'-(1-methylethylidene)bis-
213
5000 AU
1240 12.60 12.80 13.00 13.20
119 228 m/z 214.10 16.17%
Oh

51 65 ‘ ‘ 135 165 ‘
R o o o R S REARRREREEaEERE Ry
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
213

12. 40 12 60 12. 80 13. 00 13.20

5000 m/z 228.10 15.02%
119 242
ol 39 65 91105 133 152 169183197 | 227
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #75015: 2H,8H-Benzo[1,2-b:3,4-b]dipyran-2-one, 8,8-dimethyl- S R EmmmEm A L R

12.40 12.60 12.80 13.00 13.20
m/z 91.10 10.98%

5000
185
228
63 77 101 12‘8 ‘ 199 |

e S R L L n s s ao=-i<CNM MU SN R

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12. 40 12 60 12. 80 13. 00 13. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102516\
Data File : BF090829.D

Aca On : 26 Oct 2016 1:11

Operator : UM/SJ

Sample : H5396-01 2X

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 5 1-Heneicosyl formate Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.81 6.05 ng 363723 Chrysene-di12 13.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosvl formate 340 C22H4402 077899-03-7 93
2 Bromoacetic acid. octadecvl ester 390 C20H39Bro02 018992-03-5 91
3 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 91
4 3-Eicosene. (E)- 280 C20H40 074685-33-9 91
5 1-Octadecanol 270 C18H380 000112-92-5 91

Abundance Scan 1026 (13.814 min): BF090829.D (-1024) (-) m/z 83.10 100.00%

5000 41

%

13.40 13.60 13.80 14.00 14.20
m/z 57.10 95.21%

A 139 163 196214230 250 275 296
el

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #137330: 1-Heneicosyl formate
57 83

3

5000 4[ TT T T[T T T T[T T T T[T T T T[TT
1340 13.60 13.80 14.00 14.20
m/z 69.10 90.11%
ol | 167 196 222 266 294 322340
[
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
43
69 IIIIIIIIIIIIIIIIIIIIII
97 13.40 13.60 13.80 14.00 14.20
5000 m/z 97.10 88.70%
121
39 250
155 181 208224 297

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #152927: Trichloroacetic acid, hexadecy! ester T
13.40 13.60 13.80 14.00 14.20
m/z 55.10 85.22%

%

5000

-

125
153 196 224

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13. 40 13. 60 13. 80 14. 00 14 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102516\
Data File : BF090829.D

Aca On : 26 Oct 2016 1:11

Operator : UM/SJ

Sample : H5396-01 2X

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NISTO02.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 6 Cyclotetracosane Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
14 .45 9.87 ng 593172 Chrysene-di12 13.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclotetracosane 336 C24H48 000297-03-0 97
2 Bromoacetic acid. octadecvl ester 390 C20H39Bro02 018992-03-5 91
3 Heptafluorobutanoic acid. heptad... 452 C21H35F702 1000282-97-3 91
4 1-Heneicosvl formate 340 C22H4402 077899-03-7 91
5 Trifluoroacetic acid, n-octadecy... 366 C20H37F302 079392-43-1 91
Abundance Scan 1082 (14.454 min): BF090829.D (-1079) (-) m/z 57.10 100.00%
57 83
5000 m \_AALA
R SUNILE B UL S
139 14.20 14.40 14.60 14.80
o LS o167 207 239 267287308 336 897 | nzu 83.10  97.31%
m/z--> 50 100 150 200 250 300 350 400
Abundance #135651: Cyclotetracosane
55 83
5000 111 336 LIS S UL I
1420 14.40 14.60 14.80
m/z 97.10 87.38%
29 ‘ 139 467 308
0 I\II ‘:“ I\‘wl ‘:‘ I‘ “‘ \“\ ‘ \‘\ h \h |']|-9|5|2|22|‘|2|51|‘|27|9| T | . I‘I — ]
m/z--> 50 100 150 200 250 300 350 400
Abundance
43
69 R SUNLE B UL S
97 14.20 14.40 14.60 14.80
5000 m/z 69.10 83.50%
121
0 153 181 224 250 297
m/z--> 50 100 150 200 250 300 350 400
Abundance #164553: Heptafluorobutanoic acid, heptadecy! ester e e  EAEEE e
57 14.20 14.40 14.60 14.80
a3 m/z 55.10 79.65%
5000
111
29 169 238
ol b L] Lll}?gﬁljlll9ﬁ2}olltl i I
m/z--> 50 100 150 200 250 300 350 400 1420 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102516\
Data File : BF090829.D

Aca On : 26 Oct 2016 1:11

Operator : UM/SJ

Sample : H5396-01 2X

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 9 Benzo[e]pyrene Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
15.27 2.05 ng 101309 Perylene-di12 15.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolelpvrene 252 C20H12 000192-97-2 96
2 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 86
3 Pervlene 252 C20H12 000198-55-0 86
4 Benzolalovrene 252 C20H12 000050-32-8 86
5 Benzo[k]fluoranthene 252 C20H12 000207-08-9 86
Abundance Scan 1153 (15.265 min): BF090829.D (-1150) (-) m/z 252.05 100.00%
252
5000
42 0, 81 100 1T5 150 173101 224 || 273 304 300 P 15.00 15.20 15,40 13.60
ob—r 80 St il AL ATSIOL T 2l S e b m/z 250.00 29.21%
m/z--> 50 100 150 200 250 300 350
Abundance #89816: Benzo[e]pyrene
252
5000 LI SRS UL IS BURA

15.00 15.20 15.40 15.60
m/z 253.10 22.65%

50 7499 M 146 174 200 224 L

oL AT L4
m/z--> 50 100 150 200 250 300 350
Abundance
252
e
15.00 15.20 15.40 15.60
5000 m/z 125.10 14 .57%
126
o 63 83100 150 174 200 224
e e e e e
m/z--> 50 100 150 200 250 300 350
Abundance #89812: Perylene Al EEma s B
252 15.00 15.20 15.40 15.60
m/z 365.30 11.24%
5000
126
0L39 63 84 105 ” 150 174 200 224 .H
e S o
m/z--> 50 100 150 200 250 300 350 15.00 15.20 15.40 15.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102516\
Data File : BF090829.D

Aca On : 26 Oct 2016 1:11

Operator : UM/SJ

Sample : H5396-01 2X

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 11 Pentacosane Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
15.84 2.48 ng 122394 Perylene-di12 15.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentacosane 352 C25H52 000629-99-2 93
2 Heptadecane. 3-methvl- 254 C18H38 006418-44-6 91
3 Eicosane 282 C20H42 000112-95-8 90
4 Docosane 310 C22H46 000629-97-0 90
5 Heneicosane 296 C21H44 000629-94-7 87
Abundance Scan 1203 (15.837 min): BF090829.D (-1200) (-) m/z 57.10 100.00%
57
i WAVAMA««Mﬂw\NJ\‘NV/\
5000
oLl 209 231,259 260 m/z 71.10 76.21%
m/z--> 50 100 150 200 250 300 350
Abundance #142112: Pentacosane
57
5000 85 LA DAL BN SN U
15.60 15.80 16.00 16.20
113 m/z 85.10 61.45%
oL 22 LT M 169 194211 239 267 295 323 352
m/z--> éo 160 1%0 260 2%0 360 3éo
Abundance
57
' 15:60 15.80 16.00 16.20
5000 85 m/z 43.10 44 .14%
29 113 225
o 141 169 197 254 J\/\ﬂ\/\/\\/fb\w
m/z--> éo 160 1%0 260 2%0 300 3éo
Abundance #107651: Eicosane AN EEa TS S S
57 15.60 15.80 16.00 16.20
m/z 69.10 23.39%
5000
85
29
oL | ) M8 141 169 197 225 253 282
m/z--> éo 160 1%0 260 2%0 300 3éo 1560 1580 1&00 1&50
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102516\
Data File : BF090829.D

Aca On : 26 Oct 2016 1:11

Operator : UM/SJ

Sample : H5396-01 2X

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 12 Cyclohexane, 1,2-dimethyl-3... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
15.88 3.23 ng 159700 Perylene-d12 15.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1.2-dimethvl-3-pent... 224 C16H32 062376-17-4 70
2 1-Hexvl-2-nitrocvclohexane 213 C12H23N02 118252-04-3 50
3 Cvclohexadecane 224 C16H32 000295-65-8 43
4 4-Methvl-dodec-3-en-1-ol 198 C13H260 1000192-41-0 35
5 1-Octadecene 252 C18H36 000112-88-9 30
Abundance Scan 1207 (15.882 min): BF090829.D (-1205) (-) m/z 83.10 100.00%
000 J\\f\/\af\,uA/\XN\f\VJV_VMHV
266 294 327 352 385 ' 15.60 15.80 16.00 16,20

(o} m/z 97.10 91.91%

m/z--> 50 100 150 200 250 300 350
Abundance #72510: Cyclohexane, 1,2-dimethyl-3-pentyl-4-propyl-
97
69

5000 41 L e e
153 15.60 15.80 16.00 16.20

m/z 231.10 85.44%

.J..‘,. R
m/z--> 50 100 150 200 250 300 350
Abundance
55

o

83 15.60 15.80 16. 00 16.20
5000 m/z 69.10 81.74%
111
167
o— A
m/z--> 50 100 150 200 250 300 350
Abundance #72491: Cyclohexadecane e e ERRES BE s
55 g3 15.60 15.80 16.00 16.20

m/z 57.10 74 .49%

5000
29 111

Ry l |19 167 196 234

ol WL ey e e SN

m/z--> 50 100 150 200 250 300 350 15 60 15. 80 16. 00 16 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102516\
Data File : BF090829.D

Aca On : 26 Oct 2016 1:11

Operator : UM/SJ

Sample : H5396-01 2X

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 13 28-Nor-17.beta.(H)-hopane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
16.04 5.66 ng 279837 Perylene-di12 15.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 28-Nor-17.beta. (H)-hopane 398 C29H50 036728-72-0 83
2 _.beta.-iso-Methvl ionone 206 C14H220 1000285-40-2 47
3 Anthracene. 9-dodecvltetradecahy... 360 C26H48 055401-75-7 38
4 (-)-Neoclovene-(I11). dihvdro- 206 C15H26 1000152-83-6 35
5 Anthracene, 9-cyclohexyltetradec... 274 C20H34 055255-70-4 35
Abundance Scan 1221 (16.042 min): BF090829.D (-1219) (-) m/z 191.10 100.00%
191
95
5000 69 123
41 163 UL SUNILN SURLE BN S
o} B e e m/z 95.10 54 _32%
m/z--> 50 100 150 200 250 300 350 400
Abundance #156125: 28-Nor-17.beta.(H)-hopane
191
5000 UL SUNILN SURIULS SRR S
109 15.80 16.00 16.20 16.40
135 398 m/z 81.10 52.57%
||l AT
0...| “‘W“.“.“.‘k.‘.”‘. ‘“.‘...‘ l...|..32.8.|...\.“|.
m/z--> 50 100 150 200 250 300 350 400
Abundance
191
1580 16.00 16.20 1640 _
5000/ 28 m/z 177.10 48.22%
135 163
69 95
e L L L WL UL WL UL
m/z--> 50 100 150 200 250 300 350 400
Abundance #145074: Anthracene, 9-dodecyltetradecahydro- e RARREEE RS
191 15.80 16.00 16.20 16.40
95 m/z 109.10 40.69%
5000
43 M
135
ol h I ‘1 A L@ | 163 | 211235 264 303333 3%
m/z--> 50 100 150 200 250 300 350 400 15,80 16.00 16.20 16.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102516\
Data File : BF090829.D

Aca On : 26 Oct 2016 1:11

Operator : UM/SJ

Sample : H5396-01 2X

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 14 unknownl6.45 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
16.45 3.00 ng 148097 Perylene-di12 15.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 .beta.-iso-Methvl ionone 206 C14H220 1000285-40-2 46
2 Anthracene. 9-dodecvltetradecahyv... 360 C26H48 055401-75-7 38
3 1-Cvclohexene. 1.3.3-trimethvl-2... 206 C14H220 1000197-08-4 38
5-(1-1sopropenvl-4.5-dimethvlbic... 332 C22H3602 1000195-69-8 37
5 5-(p-Aminophenyl)-2-thiazolamine 191 C9HON3S 090349-87-4 35
Abundance Scan 1257 (16.454 min): BF090829.D (-1254) (-) m/z 191.10 100.00%
191
a1 123 13 e —
217 236'256 294 357350369 397 16. 20 16. 40 16. 60 16. 80
0 prrbe 2 L e m/z 95.10 49 .94%
m/z--> 50 100 150 200 250 300 350 400
Abundance #60190: .beta.-iso-Methyl ionone
191
5000] 28 UL UL B S B
1620 1640 1660 1680
o 95 135]53 m/z 81.10 40.85%
0...|....|. “ ..“.‘l‘....luuuu ———T ]
m/z--> 50 100 150 200 250 300 350 400
Abundance
95 191
4 "' 16,20 16.40 16.60 16.80
5000 67 m/z 69.10 38.57%
135
0 114 161 211 236 264 303
m/z--> 55 160 150 200 250 360 350 400
Abundance #60261: 1-Cyclohexene, 1,3,3-trimethyl-2-(1-methylbut-1-en... A BT B S

191 16.20 16.40 16.60 16.80
m/z 109.10 28.83%

>0 h A}\#\WW/\«/\_/\«I«
123 149

i \H\ M I H’ IH t \ ‘

o . e S

m/z--> 50 100 150 200 250 300 350 400 16. 20 16. 40 16. 60 16. 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102516\
Data File : BF090829.D

Aca On : 26 Oct 2016 1:11

Operator : UM/SJ

Sample : H5396-01 2X

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 15 _gamma.-Sitosterol Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
17.30 6.44 ng 318501 Perylene-d12 15.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 _agamma.-Sitosterol 414 C29H500 000083-47-6 91
2 _beta.-Sitosterol 414 C29H500 000083-46-5 76
3 .beta.-Sitosterol acetate 456 C31H5202 000915-05-9 32
4 Prean-5-en-3-ol. 21-bromo-20-met... 394 C22H35BrO 055103-80-5 14
5 2-Acetyl-5-chlorothiophene 160 C6H5CIOS 006310-09-4 10
Abundance Scan 1331 (17.300 min): BF090829.D (-1328) (-) m/z 43.10 100.00%
43 107 U5
81 213
5000
17,00 17.20 17.40 17.60
0k m/z 145.10 94 _22%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #159285: .gamma.-Sitosterol
43
5000 81 107 L SR SN I B
145 013 2303 414 17.00 17.20 17.40 17.60
’ n 255 ‘ 329 g m/z 107.10  78.38%
0 .“. ! I‘ Ay ‘.”‘.‘ ‘i”‘.“‘. ﬂl‘h "“|“' %?% IH' ; ‘l |3|5\‘|1| .“ ; “i .‘. —
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
43
17.00 17.20 17.40 17.60
5000 m/z 95.10 75.29%
81 107 414
YO 73 213 .55 303320
o 354 381
mz-> 50 100 150 200 250 300 350 400 450
Abundance #165053: .beta.-Sitosterol acetate R MR T
43 17.00 17.20 17.40 17.60
m/z 105.00 69 .44%
5000
107 147 396
0 ‘ “ H‘ “H H‘h Ml\ \\ \“173” ‘215 255 288 315 354 1 428 456
m/z--> 50 100 150 200 2%0 360 350 400 450 17.00 17.20 17,40 17.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102516\
Data File : BF090829.D

Aca On : 26 Oct 2016 1:11

Operator : UM/SJ

Sample : H5396-01 2X

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 16 unknownl7.38 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
17.38 4.79 ng 236588 Perylene-d12 15.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Himachala-2.4-diene 204 C15H24 060909-27-5 20
2 2-Ethvl-trans-4a.cis-4b.trans-8a... 276 C19H320 1000243-62-9 14
3 Cvclodecacvclododecene. 1.2.3.4.... 276 C20H36 014113-80-5 14
4 1.3-Dimethvl-5-(propen-1-v)adam... 204 C15H24 057040-48-9 12
5 Aciphyllene 204 C15H24 087745-31-1 12
Abundance Scan 1338 (17.380 min): BF090829.D (-1336) (-) m/z 133.10 100.00%

LW

17.00 17.20 17.40 17.60
o’ m/z 204.10 85.09%

m/z--> 50 100 150 200 250 300 350 400
Abundance #58678: Himachala-2,4-diene
133
105
204

5000 161 e s
41 17.00 17.20 17.40 17.60

m/z 276.00 85.09%

69
AT WY 1§ T
m/z--> 50 100 150 200 250 300 350 400
Abundance
205 276

17. OO 17. 20 17.40 17.60

5000

5000 5 o m/z 95.10 80.65%
123 243
29 151 177
O L A e e o B A B s o e N LA
m/z--> 50 100 150 200 250 300 350 400
Abundance #104293: Cyclodecacyclododecene, 1,2,3,4,5,6,7,8,9,10,11,1... B R e e e e
55| 81 276 17.00 17.20 17.40 17.60

m/z 285.10 67 .32%

5000{ 29 109 135
l 180
| { M\

| | { 1 N J 205 233

ol i, At S S AR ma s ST

m/z--> 50 100 200 250 300 350 400 17.00 17.20 17.40 17.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102516\
Data File : BF090829.D

Aca On : 26 Oct 2016 1:11

Operator : UM/SJ

Sample : H5396-01 2X

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 17 1,1,4a-Trimethyl-5,6-dimeth... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
17.61 3.73 ng 184312 Perylene-d12 15.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.1.4a-Trimethvl-5.6-dimethvlene... 204 C15H24 1000193-60-8 70
2 Guaia-3.9-diene 204 C15H24 000489-83-8 58
3 2.5.5.8a-Tetramethvl-6.7.8.8a-te... 204 C14H200 124957-09-1 50
4 2H-Cvclopentacvclooctene. 4.5.6.... 204 C15H24 1000221-85-8 43
5 Naphthalene, 1,2,3,5,6,7,8,8a-oc... 204 C15H24 004630-07-3 38
Abundance Scan 1358 (17.608 min): BF090829.D (-1355) (-) m/z 204.15 100.00%
135 204

5000

-

41

17.20 17.40 17.60 17.80 18.00

329 355

0! m/z 135.10 82.91%
m/z--> 50 100 150 200 250 300 350 400
Abundance #58728: 1,1,4a-Trimethyl-5,6-dimethylenedecahydronaphthalene
204
a1 91 133
5000 161 IS L L L
69 17.20 17.40 17.60 17.80 18.00
} m/z 133.10 63.28%
m/z--> 50 100 150 200 250 300 350 400
Abundance

105 135 161 204

17.20 17.40 17.60 17.80 18.00

soool m/z 287.15 53.77%
81
ol bbb iy p 4y A
m/z--> 50 100 150 200 250 300 350 400
Abundance #58594: 2,5,5,8a-Tetramethyl-6,7,8,8a-tetrahydro-5H-naphth... I RREEEEEES T

17.20 17.40 17.60 17.80 18.00
m/z 69.10 49.96%

5000

I T I I T
m/z--> 50 100 150 200 250 300 350 400 17.20 17.40 17.60 17.80 18.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102516\
Data File : BF090829.D

Aca On : 26 Oct 2016 1:11

Operator : UM/SJ

Sample : H5396-01 2X

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 18 unknownl18.04 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
18.04 2.75 ng 135792 Perylene-di12 15.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Lonaifolenaldehyde 220 C15H240 019890-84-7 42
2 1-I13-(2.6.6-Trimethvl-cvclohex-2... 234 C14H22N20 1000185-64-0 38
3 1-Naphthalenepropanol. .alpha.-e... 306 C20H3402 004549-12-6 38
4 Cvcloheptane. 4-methyvlene-1-meth... 204 C15H24 1000159-38-5 35
5 7-Octylidenebicyclo[4.1.0]heptane 206 C15H26 082253-11-0 18
Abundance Scan 1396 (18.043 min): BF090829.D (-1394) (-) m/z 95.10 100.00%
95 135
5 79 11h 189
5000 161 207
232248 272290 315 R e
3¢ 17.80 18.00 18.20 18.40
o) —" m/z 107.10 95.42%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #69487: Longifolenaldehyde

17.I80 18.IOO 18.I20 18.I4O
m/z 135.10  93.15%

5000

01
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
107 135
43 R e e R A mEE
17.80 18.00 18.20 18.40
5000 o1 m/z 93.10 90.28%
69 163
. 27 191207 34
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #120911: 1-Naphthalenepropanol, .alpha.-ethenyldecahydro-5... RS e e
81 17.80 18.00 18.20 18.40
m/z 81.10 89.61%
5000 107
135 161 189
o LT 20 s g
I B o e R R L L R ey e R e e R A mEE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 17.80 18.00 18.20 18.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102516\
Data File : BF090829.D

Aca On : 26 Oct 2016 1:11

Operator : UM/SJ

Sample : H5396-01 2X

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 19 Pregn-4-ene-3,20-dione, (10... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
18.26 5.68 ng 280741 Perylene-d12 15.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Prean-4-ene-3.20-dione. (10.alph... 314 C21H3002 003562-13-8 78
2 Testosterone 288 C19H2802 000058-22-0 58
3 Androst-4-en-3-one. 17-hvdroxvy-.... 288 C19H2802 000604-39-7 56
4 Prean-4-ene-3.20-dione. (9.beta.... 314 C21H3002 002755-10-4 55
5 Pregn-4-ene-3,20-dione, (8.alpha... 314 C21H3002 003795-19-5 46
Abundance Scan 1415 (18.260 min): BF090829.D (-1412) (-) m/z 124.10 100.00%
5000 \_____JA,VJ/\\.NNV\_A,N/
" 18.00 18.20 18.40 18.60
0 m/z 43.10 49 _.80%
m/z--> 50 100 150 200 250 300 350 400
Abundance #125172: Pregn-4-ene-3,20-dione, (10.alpha.)-
124
43
5000 RSN RN RN BN B
314 18.00 18.20 18.40 18.60
o1 299 m/z 57.10 40.02%
7 47 91 212
ob——— ,“.“.‘]ﬂ.“.‘“,m; “l' .“M“.‘hl L .‘.‘l‘ — ‘. — .‘ ——
m/z--> 50 100 150 200 250 300 350 400
Abundance
124
283 ' 18.00 18.20 18.40 18.60
5000 m/z 229.15 36.81%
147 246
- 91 203
41
o 18 174 205 | 268
m/z--> 50 100 150 200 250 300 350 400
Abundance #111064: Androst-4-en-3-one, 17-hydroxy-, (10.alpha.,17.be... R B A B
124 18.00 18.20 18.40 18.60
m/z 41.10 25.39%
288
91
147 s 246
0! \Ihﬂ-lnlmllntlwlllwl .l‘..|....|....|.. R B e A B
m/z--> 50 100 150 200 250 300 350 400 18.00 18.20 18.40 18.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102516\
Data File : BF090829.D

Aca On : 26 Oct 2016 1:11

Operator : UM/SJ

Sample : H5396-01 2X

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 20 unknownl19.23 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
19.23 21.66 ng 1070510 Perylene-d12 15.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.4a.8.8-Tetramethvldecahvdrocvc... 206 C15H26 074022-04-1 40
2 3-Cvclopentvlpropionic acid. but... 194 C12H1802 1000292-46-4 38
3 2.3.3-Trimethvl-2-(3-methvl-buta... 206 C14H220 1000193-60-6 38
4 1-Formvl-2.2-dimethyl-3-cis-(2-m... 220 C15H240 1000144-10-0 27
5 3-Cyclopentylpropionic acid, 3-c... 216 C11H17Cl02 1000292-47-2 27
Abundance Scan 1500 (19.231 min): BF090829.D (-1495) (-) m/z 69.10 100.00%
69 9
5000 f\W,,\__/A\\//\\va\_v__
41
18:80 19.00 10,20 19.40
Obr—rtipltedhe m/z 95.10 91.76%
m/z--> 50 100 150 200 250 300 350 400
Abundance #60316: 2,4a,8,8-Tetramethyldecahydrocyclopropa[d]naphthalene
81 123
41
5000 191 T T T[T T T T[T T T T[T
18180 19.00 1920 19.40
150 ‘ m/z 109.10 81.86%
o 0 ““.“”........|....|....|...
m/z--> 50 100 200 250 300 350 400
Abundance
55 81 123
18180 19.00 1920 19.40
5000 m/z 123.10 75.91%
27
o 151 194
m/z--> 50 100 150 200 250 300 350 400
Abundance #60253: 2,3,3-Trimethyl-2-(3-methyl-buta-1,3-dienyl)-cyclo... B L oo S
95 123 18.80 19.00 19.20 19.40
m/z 81.10 72.16%
41 191
5000 69
163
o .]‘.“].‘..‘.'.... — R e e
m/z--> 50 100 150 200 250 300 350 400 18180 19.00 1920 19.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF102516\
Data File : BF090829.D

Acq On : 26 Oct 2016 1:11

Operator : UM/SJ

Sample - H5396-01 2X

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF102116 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 4_.96 7.0 ng 392015 1 6.80 1128400 20.0
unknown6 .57 6.57 40.5 ng 2284980 1 6.80 1128400 20.0
Phenol, 4,4"-(1-m... 12.80 13.1 ng 788282 5 13.96 1202220 20.0
1-Heneicosyl formate 13.81 6.0 ng 363723 5 13.96 1202220 20.0
Cyclotetracosane 14 .45 9.9 ng 593172 5 13.96 1202220 20.0
Benzo[e]pyrene 15.27 2.0 ng 101309 6 15.38 988502 20.0
Pentacosane 15.84 2.5 ng 122394 6 15.38 988502 20.0
Cyclohexane, 1,2-... 15.88 3.2 ng 159700 6 15.38 988502 20.0
28-Nor-17.beta.(H... 16.04 5.7 ng 279837 6 15.38 988502 20.0
unknown16 .45 16.45 3.0 ng 148097 6 15.38 988502 20.0
-.gamma.-Sitosterol 17.30 6.4 ng 318501 6 15.38 988502 20.0
unknownl17 .38 17.38 4.8 ng 236588 6 15.38 988502 20.0
1,1,4a-Trimethyl-__.. 17.61 3.7 ng 184312 6 15.38 988502 20.0
unknownl18.04 18.04 2.8 ng 135792 6 15.38 988502 20.0
Pregn-4-ene-3,20-... 18.26 5.7 ng 280741 6 15.38 988502 20.0
unknown19.23 19.23 21.7 ng 1070510 6 15.38 988502 20.0
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